Abstract -The short range order in the amorphous CUCU(EDTA)(H~O)~.~H~O is studied by Large Angle X-ray Scattering (LAXS) and molecular mechanics. Three conformations of the complex molecule are shown to be energetically equivalent, two of which are simultaneously present in the amorphous material.
Due to their ability,to provide outstanding models for experimental and theoretical investigations, the structurally one-dimensional compounds have been thoroughly investigated. A LAXS (Large Angle X-ray Scattering) study has been performed giving the typical experimental radial distribution curve indicated in Figure 1 (full line).
It has not been possible to fit such curve using the molecular model extracted from the crystal structure. Investigation by muLecdatr mechunicn was then decided in order to find some "reasonable" molecular conformations, i.e. of similar energy and easy to reach. This has been realized with the help of the sophisticated program MM2 by Allinger et al. (6) within the assumption that in the molecule the two fused-ring moieties were rather rigid, at least around the copper atoms.
Article published online by EDP Sciences and available at http://dx.doi.org/10.1051/jphyscol:19858107 In order to examine if these conformations were acce,hbLbLe, the rotation barriers around the N(1)-C(1) and C(1)-C(2) bonds were estimated by simulation. For -1 el = 63' (fixed) the barrier around C(1)-C(2) was found to be 5.6 kcal.mole while for e2 = 120" (variable) and for e2 = 180' (fixed) the barrier around N(1)-C(1) was 5.8 kcal.mole-' for el = 120° (variable) too. These results indicate a possible way -two steps at least -which allows conformational transformation with low energy consumption.
Several combinations of these three conformations were tested. The best fit was obtained using conformations 2 and 3. In no case is the broad peak centred at r 
